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chain nodes : 
10 11 12 13 
ring nodes : 
1 2 3 4 5 6 
chain bonds : 
1-21 4-22 8-10 
14-15 

ring bonds : 
1-2 1-6 2-3 3-4 
exact /riorm bonds : 
5-7 6-9 7-8 8-9 
exact bonds : 
1-21* 4-22 11-18 
normalized bonds : 



14 15 .16 17 18 19 20 21 22 
7 8 9 

10-11 10-16 10-17 11-12 11-18 12-13 13-14 13-19 13-20 



4-5 5-6 5-7 6-9 
8-10 10-11 10-16 
12-13 



7-8 8-9 
10-17 11-12 



13-14 14-15 



1-2 1-6 2-3 3-4 4-5 5-6 13-19 13-20 



Match level : 

l:Atom 2: Atom 3 : Atom 4: Atom 5: Atom 6: Atom 7: Atom 8 : Atom 9: Atom 10: CLASS 

11:CLASS 12:CLASS 13 : CLASS • 14 : CLASS 15:CLASS 16:CLASS 17:CLASS 18:CLASS 
19: CLASS 20: CLASS ■ 21: CLASS 22: CLASS 



LI STRUCTURE UPLOADED 

= > d 

LI HAS NO ANSWERS 
LI STR 

X 



0 




Structure attributes must be viewed using STN Express query preparation. 



=> s 11 full 

FULL SEARCH INITIATED 22:10:26 FILE 'REGISTRY' 
FULL SCREEN SEARCH COMPLETED - 326 TO ITERATE 

100.0% PROCESSED 326 ITERATIONS 1 ANSWERS 

SEARCH TIME: 00.00.01 

L2 1 SEA SSS FUL LI 



= > d 12 



L2 ANSWER 1 OF 1 REGISTRY COPYRIGHT 2007 ACS on STN 

RN 657406-69-4 REGISTRY 

ED Entered STN: 03 Mar 2004 

CN Phosphonic acid, [ [ [ (4, 7-dichlorobenzo[b] thien-2-yl) sulfonyl] amino) methyl] - 
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Preparation of sulf onami dome thy 1 and carboxami domethyl 
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Ser. No. 411,484. 

CO DEN: USXXCO 

Patent 

English 

4 



PATENT NO. 






KIND 


DATE 






APPLICATION NO. 




DATE 




US 


2006105999 




Al 




20060518 




US 2005- 


535391 




20050518 


US 


2004029836 




Al 




20040212 




US 2002- 


302124 




20021122 


us 


6884791 






B2 




20050426 
















us 


2004082546 




Al 




20040429 




US 2003- 


411484 




20030408 


us 


6921756 






B2 




20050726 
















vo 


2004048393 




A2 




20040610 




WO 2003- 


US36929 




20031119 


vo 


2004048393 




A3 




20041 


)819 


















V: AE, 


AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, BG, 


BR, 


BY, 


BZ, 


CA, CH, 


CN, 
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DE, DK, 
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FI, 
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GN, GQ, 


GW, 


ML, 


MR, 


NE, SN, 


TD, TG 


UTY APPLN. 


INFO. : 












US 2002- 


302124 




A2 20021122 




















US 2003- 


4114: 


34 




A2 20030408 




















WO 2003- 


US36929 




W 20031119 




















US 1999- 


14 2362P 




P 19990706 




















US 2000- 


610456 




A2 20000705 




















US 2002- 


266213 




A2* 20021008 



OTHER SOURCE (S) : 



MARPAT 144:488511 



L3 ANSWER 1 OF 3 CAPLUS COPYRIGHT 2007 ACS on STN 



i, ii \ 

R2 0 



if 




The intention relates to bacterial antibiotic resistance and, in 
particular, to compns. and methods for overcoming bacterial antibiotic 
resistance. The invention provides novel p-lactamase inhibitors I 
(Rl - |un) substituted (hetero) aryl; 2 - C, CH2, Si n - 0-2; L - alkyl, 
alkcxy, CO, C(:N0Me); R2 - H, alkyl, cycloalkyl, aralkyl, aryl; R3 - H, 
alkyl, cycloalkyl, aryl, etc.; R4 - OH, F, SR7, N(R7)2> R5 - F, OR6, SR7, 
N(R7}2; R6 - H, alkyl, cycloalkyl, etc.t RT - H, alkyl, cycloalkyl, etc. » 
with the provisos] such as II [Rl - (un) substi tuted Ph or thien-2-yli L - 
a bond, CH20, CO, or C(:NOMe); R5 - halo, or OR10 (wherein R10 - 
(un) substi tuted Ph, pyridinyl, or qui noli nyl); provided that when L - 
CH20, R5 is not F or 4-N02C6H4] which are structurally unrelated to the 
natural product and semi -synthetic p-lactamase inhibitors presently 
available and which do not require a p- lactam pharmacophore. The 
invention also provides pharmaceutical compns. and methods for inhibiting 
bacterial growth. Preparation of compds. I is described. E.g., a 4-step 
synthesis of sodium salt of III which showed IC50 of 622 nM against 
p- lactamase, was given. 
657406-69-4P 

RL: PAC (Pharmacological activi ty) ;. SPN (Synthetic preparation) i THU 
(Therapeutic use) j BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

(preparation of sulfonamidomethyl and carboxami dome thy 1 phosphonate 
p- lactamase inhibitors and their antibacterial use) 
667406-69-4 CAPLUS 

Phosphonic acid, J ( ( (4 , 7-dichlorobenzo(b) thien-2-yl) sulfonyl) ami no] methyl ) - 
, mono(2, 2, 2-trif luoro-1- (4-f luoro-3-methoxyphenyl) ethyl) ester (9CI) (CA 
INDEX NAME) 
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W: AE, AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB 


, BG, BR, 


BY, 


BZ, 


CA, CH, CN, 




CO, CR, 


CU, 


CZ, 


DE, 


DK, 


DM, 


DZ, 


EC 


, EE, ES, 


FI, 


GB, 


GD, GE, GH, 




GM, HR, 


HU, 


ID, 


IL, 


IN, 


IS, 


JP, 


KE 


, KG, KP, 


KR, 


KZ, 
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LS, LT, 
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MA, 
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SE 
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SY. 
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RO, 
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CM, 


GA, 


GN, GQ, GW, 


ML, 


MR, 


NE, SN, TD, TG 


AU 


2003295638 




Al 




20040618 




AU 


2003-295638 




20031119 


us 


2006105999 




Al 




20060518 




US 


2005-535391 




20050518 



PRIORITY APPLN. INFO.: US 1999-142362P P 19990706 

US 2000-610456 A2 20000706 

US 2002-266213 A2 20021008 

US 2002-302124 A2 20021122 

US 2003-411484 Al 20030408 

WO 2003-US36929 W 20031119 

OTHER SOURCE(S): MARPAT 140:357200 



OH I 



ANSWER 2 OF 3 CAPLUS COPYRIGHT 2007 ACS on STN {Continued) 
The intention relates to bacterial antibiotic resistance and, in 
particular, to compns. and methods for overcoming bacterial antibiotic 
resistance. The invention provides novel p-lactamase inhibitors I 
(Rl - (un) substituted (hetero) aryl; Z - C, CH2, Si n - 0-2; L - alkyl, ' 
alkoxy. CO, C(:NOMe); R2 - H, alkyl, cycloalkyl, aralkyl, ' aryl; R3 - H, 
alkyl, cycloalkyl, aryl, etc.; R4 - OH, F, SR7, N(R7)2; R5 - F, OR6, SR7, 
N(R7)2; R6 - H, alkyl, cycloalkyl, etc.; R7 - H, alkyl, cycloalkyl, etc.; 
with the provisos] which are structurally unrelated to the natural product 
and semi -synthetic p- lactamase inhibitors presently available and 
which do not require a p-lactam pharmacophore. The invention also 
provides pharmaceutical compns. and methods for inhibiting bacterial 
growth. Preparation of compds. 1 is described. E.g., a 4-step synthesis of 
sodium salt of II which showed IC50 of 622 mM against p- lactamase, 
was given.. * 
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RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

(preparation of sulf onamidomethyl and carboxamidomethyl phosphonate 
P-lactamase inhibitors and their antibacterial use) 
657406-69-4 CAPLUS 

Phosphonic acid, [ [ { (4, 7-dichlorobenzo[b] thien-2-yl) sulf onyl) amino] methyl] - 
, mono(2, 2, 2-trif luoro-1- (4-f luoro-3-methoxyphenyl) ethyl] ester (9CI) (CA 
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US 1999- 
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US 2002- 
US 2002- 
US 2003- 
WO 2003- 



BR, BY, 
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AB The intention relates to bacterial antibiotic resistance and, in 

, particular, to compns. and methods for overcoming bacterial antibiotic 
resistance. The invention provides novel p-lactamase inhibitors I 
[Rl - (un) substituted (hetero) aryl; 2 - C, CH2, S; n - 0-2 when Z - S; n - 
1 when Z - C; n - 0 when 2 - CH2; L - alkyl, alkoxy, CO, C(:NOMe); R2 - H, 
alkyl, cycloalkyl, etc.; R3 - H, alkyl, aryl, etc.; R4 - OH, F, SR7, 
N(R7)2; R5 - F, OR6, SR7, N(R7)2; R6 - H, alkyl, cycloalkyl, etc.; R7 - H, 
alkyl, cycloalkyl, etc.; with the provisos) which are structurally 
unrelated to the natural product and semi -synthetic p-lactamase 
inhibitors presently available and which do not require a p- lactam 
pharmacophore. The invention also provides pharmaceutical compns. and 
methods for inhibiting bacterial growth. Preparation of compds. I is 
described. E.g., a 4-step synthesis of sodium salt of II which showed 
IC50 of 622 |iM against p-lactamase, was given. 

IT 657406-69-4P 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

(preparation of sulfonamidomethyl and carboxamidomethyl phosphonate 
p-lactamase inhibitors and their antibacterial use) 
RN 657406-69-4 CAPLUS 

CN Phosphonic acid, ( ( [ (4, 7-dichlorobenzo(b) thien-2-yl) sulfonyl] ami no] methyl) - 
, mono[2, 2, 2-trif luoro-1- (4-f luoro-3-methoxyphenyl) ethyl] ester (9CI) (CA 
INDEX NAME) 
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chain nodes : 

10 11 12 13 14 16 17 18 19 20 
ring nodes : 

123456789 

ring/chain nodes : 

15 

chain bonds : 

8-10 10-11 10-16 10-17 11-12 11-18 12-13 13-14 13-19 13-20 14-15 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 8-9 
exact /norm bonds : 

5-7 6-9. 7-8 8-9 8-10 10-11 10-16 10-17 11-12 13-14 14-15 
exact bonds : 
■11-18 12-13 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 13-19 13-20 
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The intention relates to bacterial antibiotic resistance and, in 
particular, to compns. and methods for overcoming bacterial antibiotic 
resistance. The invention provides novel p- lactamase inhibitors I 
{Rl - (un) substituted (hetero) aryl; Z - C, CH2, S» n • 0-2» L - alkyl, 
alkoxy, CO, C(:NOMe)j R2 - H, alkyl, cycloalkyl, aralkyl, aryl; R3 - H, 
alkyl, cycloalkyl, aryl, etc.* R4 - OH, F, SR7, N(R7)2; R5 - F, OR6, SR7, 
N(R7)2i R6 • H, alkyl, cycloalkyl, etc. ; R7 - H, alkyl, cycloalkyl, etc.; 
with the provisos] such as II (Rl - (un) substi tuted Ph or thien-2-yl* L - 
a bond, CH20, CO, or C(:N0Me); R5 - halo, or OR10 therein rio - 
(un) substituted Ph, pyridinyl, or quinolinyl); provided that when L • 
CH20, R5 is not P or 4-N02C6H4) which are structurally unrelated to the 
natural product and semi -synthetic p- lactamase inhibitors presently 
available and which do not require a p- lactam pharmacophore. The 
invention also provides pharmaceutical compns. and methods for inhibiting 
bacterial growth. Preparation of compds. I is described. E.g., a 4-step 
synthesis of sodium salt of III which showed IC50 of 622 mM against 
p- lactamase, was given. 
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AB The intention relates to bacterial antibiotic resistance and, in 

particular, to compns. and methods for overcoming bacterial antibiotic 
resistance. The invention provides novel p-lactamase inhibitors I 
[Rl - (un) substi tuted (hetero) arylt Z - C, CH2 , Si n - 0-2) L - alkyl, 
alkoxy, CO, C(:NOMe); R2 - H, alkyl, cycloalkyl, aralkyl, aryl; R3 - H, 
alkyl, cycloalkyl, aryl, etc.; R4 - OH, F, SR7, N(R7)2; R5 - F, OR6, SR7, 
N(R7)2; R6 - H, alkyl, cycloalkyl, etc.* R7 - H, alkyl, cycloalkyl, etc.* 
with the provisos) which are structurally unrelated to the natural product 
and semi -synthetic p-lactamase inhibitors presently available and 
which do not require a p- lactam pharmacophore. The invention also 
provides pharmaceutical compns. and methods for inhibiting bacterial 
growth. Preparation of compds. I is described. E.g., a 4-step synthesis of 
sodium salt of II which showed IC50 of 622 mM against p-lactamase, 
was given. 0 
REFERENCE COUNT: 44 THERE ARE 44 CITED REFERENCES AVAILABLE FOR THIS 
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AB The intention relates to bacterial antibiotic resistance and, in 

particular, to compns. and methods for overcoming bacterial antibiotic 
resistance. The invention provides novel p- lactamase inhibitors I 
[Rl - (un) substituted (hetero) aryli Z - C, CH2, S; n - 0-2 when Z - St n - 
1 when Z - Cj n - 0 when Z - CH2; L - alkyl, alkoxy, CO, C(:NOMe); R2 - H, 
alkyl, cycloalkyl, etc.; R3 - H, alkyl, aryl, etc.; R4 - OH, F, SR7, 
N{R7)2; RS - F, OR6, SR7, N(R7)2; R6 - H, alkyl, cycloalkyl, etc.; R7 - H ( 
alkyl, cycloalkyl, etc.; with the provisos) which are structurally 
unrelated to the natural product and semi -synthetic p- lactamase 
inhibitors presently available and which do not require a p-lactam 
pharmacophore. The invention also provides pharmaceutical compns. and 
methods for inhibiting bacterial growth. Preparation of compds. I is 
described. E.g., a 4-step synthesis of sodium salt of II which showed 
IC50 of 622 nM against p-lactamase, was given. 
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AB The intention relates to bacterial antibiotic resistance and, in 

particular, to compns. and methods for overcoming bacterial antibiotic 
resistance. The invention provides novel p-lactamase inhibitors 
which are structurally unrelated to the natural product and semi-synthetic 
p-lactamase inhibitors presently available and which do not require a 
p-lactam pharmacophore. The invention also provides pharmaceutical 
compns. and methods for inhibiting bacterial growth. Preparation of 

compds. is 

also described. 
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